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...1011001010001001000100 @ Number Crunching
010100100001001000...0101
011010...0100010010010010 B [nstruments
10010001000010....0100101 8 Gry/stall Structures
001011001001010100...1011 ® lattice Vibrations
0100101011...100100101010 ® Wave Functions
101010101010010101...0010 ® . etc.. etc
01010100100...0100001...00

0100101...00101100101010 ® Example
010101001000100...110010 ® Genetic Algorithms
0011...0010100100100101... for structure modelling

® Modelling
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® Number Crunching

. Is still an important application of computers,

but Is no longer the most important...

® Most people already have enough power,
even with their personal computer,
to refine and display their data.

® S0 where Is the future impact ?
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—_— 0 GUI User Interfaces

Line Broadening mod‘el; |m : .
Size-Strain model: [Papa |W ‘ U S e r S u rV I Va I I n a
Distributions
Antiphase boundary model: |nfme abm = | Options . m O re CO m p I eX WO r.I d
Planar defects model: [no 2 |[ optio

(«m v)m ——— [ Yoo | ® Macintosh GUI
Grain size (microns, :l
[gcmen ) ® Windows GUI

| \“ﬂwﬂl ® WWW GUI (html, perl)
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® Java, Tcl/Tk GUI’s etc

® Examples

® BARNS Data analysis
via the WWW

® MAD-GUI Instrument
control with Java
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WEB SERVER FOR 1L.1.1. Fohi o e
APPLICATIONS . y ILL Grenoble
If your wish to use this service ™ §

please enter your name and a

hick mame . ILL BARNS

I ast Name |BRRC M Data Server
Nick Name - Pwd - Yo

Application
[D3-5es ]

ICSD for www

IOSE: Alan AEWAT hewat(@ill i
BARNS: Didier RICHARD richard @il fr
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D3 Status
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D3 Stﬂ tug Primary Spectrometer

Graphic “ersion 3.05 Monochromater: Hauslar Wavelength: o_z7s5 2 Filtar:
User: tapan Omega: £_.95 deg Theta:  12.91 deg Chi:  -0.07 deg I LL BARN 3

Sample:  wavwo HFR: o mm Shutters: Clo=ed Cle=ed Mode:! automatic

Input Stream: FolarUp:  o.g9400+/-0.0010 Folar Down: - . 9400+ -0. 0010 Data Se rver

Hone Secondary Spectrometer

Haone ! Haone

Output file:

Halt-Shutter: Hone Sample Temp: 9999_.99 E Field: 0o.00 T

Omega: -144_ 21 4. Samma: -z4. 35 deg HNu: -g.55 deg  Phi: 0_00 deg
rawiEwr

40 lines Cryoflipper Cryomagnet
Lz TN .
tre: T -

Cold Valve VTI

Set Paint: 1.z Fower: =9 Reg. Temp: 3999 .99 K

*rte
=1.00 =1.00 =3._00
Time: 000.0 =

R ate: Urknoomr
Prassure: 1.2 Mode: Bt omat ic Feg. Heater 3333 _99 %
R: Tnkrnotm

4R Urdmowm [“Fie || Prto | BETTE vedStatus @  19-gul-99 0904552

MAD i= actiwve Cryo Status (@ 1-oul-1999 20:52:29

Server is nesponding.
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J Address

@ http: # fbarns. il fr/cai-bindbarnzdnph-barne. pl#StatB ams=ldatU zer=EERY_bodiH abib=

LT} Computing for Science 1))\ (Internet Data

Access)

| Select Data by optional search-item
|Instmment |C§.rn:1f: | Tear | Ilonth |(ExperimentTextj

||d2b = ||3j|1aaaj|* j||suard

Get a list matching selected iterms

To restore data to your own =station :

1]

‘dlb SEARCH Result for suard

|C§,rl:le |Inst |f1'nm numor |tn numor |f1'nm date |tn date |stri11g

993

d2b 034471 034475  28-May-99 28-May-99 suard suar

993

d2b 035233 034462 18-Tun-99 25-May-99 suard suar

993

d2b 036108 036112 15-Tul-99  15-Tul-99  suard suar

i
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@ Help sat 10:35AM ] & = Alan Hewat

MALD |0 =———— Microstructure ﬁ"ﬂl
= Y I s Y @ I > | —| Line Broadening

Phase id: IYZDEI

T, -

Line Broadening model:

Size-Strain model: |Popa rTrento

Symmetry: [cuhic i] Distributions
B [Hermmn-mﬂugum i] Atoms | Antiphase boundary model: [none abm % || oOptions |

Space group: [ 1a-3 i’ Site lal Planar defects model: ([none pd = | Options I MAU D
Z: [1 | - Microabsorption correction J ava G U I

[ Cell parameter I [ Microstructur Grain size (microns): IS

[ Texture I [ Micromechani

[ \[] Site positions I [ | k) tist

[ @ Crystat unit ] [ @ cell unit

140.0

130.0
2-Theta [degrees]

=

tion computation
A or sample: CPD-Y203
[T ll_lll bbbl kb llltl!IIIIII‘I_IIIHIIIIHIII [T T T IIIIH!IIIHIIIIIlIIIIIIHIIIIIIIIIIIlIIIIIIiIIIIIIIIIIHIIIIIII IIIIIIILI

T ] n { ] lares: 14267.7133202
50.0 100.0 I50.0| putation
2. Theta [deg1ees]

MAUD. Java GUI “Material Analysis using Diffraction” Luca Lutterotti et al. Universita di Trento
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® Experiments without local contacts ?
® .. or even without a user manual .. ?

® Or at least greater independence for users..

® .should result in better control of experiments
and therefore better experiments...

® Ease of Use (Graphic User Interface’s)
may be more Important in future than
number crunching
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e What will have the greatest impact ?

INFORMATION !

Knowledge Is power ?
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® Informatics & The British Library

V- 3
f

o=




The Impact of Informatics

ol
L

L]

Alan Hewat, Diffraction Group, ILL Grenoble =%
ILL Grenoble

® WW\W Data Bases

® Reference databases

® British Library “Inside”

® ILL/ESRF publications




a Bntizh Library inside Web Service - Microsoft Internet Explorer

J File Edit ‘iew Favoites Tools  Help J O | ﬁ|@ (%4 @|%v Alan Hewat

J Addres= @ http: # fingide. bl uk: 443U zerdevegi/Home CMD_RMOTD #=1&CMD_MOTD . y=1

=
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THE BRITISH LIBRARY

: lﬂSldE web ILL Grenoble
insidel Localtime Boston Spais 1536 Tuesday 20 July 1998

British
Service Message Account Status Report Li b ra : :

' sl Welcome riotio
What's new on inside i T = 7y
International help is now available. o have a budget of £0.00 for ordering I n S I d e We b
Yo hasre 1 diary seatch to man
You have heen emailed 4 searches today

i

éSear-:.‘h Selection

service Hours: 08.00 - 04.00 hrs Monday - Fnday, 00.00 - 04 00 hrs Saturday except TE public
and official holidays

If vou have any queries please contact the inside Help Desle 0800 413858 (UTE) or (44 1937
246640 (nternational)
email: mside-help deski@blualk

© 1999 British Library Board Al rights reserved.
Flease read the conditions of use, copynght conditions and Date 2000 complance.

General Service Info |Feedback HQ
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| Ele Edt View Favoites Toos Heb || - = (@ [ A QAEID B

J Address @ hitp: /Ainzide. bl.uk: 443 serdevegi/l zerSearch/332481 416MAS YCMD_EDIT_CREATE=Y

Agﬂ nced Search

Field Qualifiers Search Terms: default operator is AND
[ALL adaell -
[AND ~][ALL British

[AND = || ALL

Year Range L i b rar !

1996/1 997 = For example: To search for an article on solvent dioxide by A Smith in the serial 14 = 7y
1997/1998 "Thin Solid Films" Inside Web

19931999 Select field: Article Title-Seria..ls and type m box 1: solvent dioxide
Select field: Author and type in box 2: smith-a
Select fleld: Serial Title and type in box 3: thin selid films
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Fun Search Yiew Search History Clear Search

Ta save the edited search complete the details below and select Save
Search name: |

Search type: & Saved Search

© Diary Search & Daly © Weekly © Monthly
Day: |Sunday = Day: |

e-mail to He@eseffrr 7 Zelect format: I "I

Sanve

Search Selection HQ
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Search Results

search Termer " 1=FADAELILITTODIMNOPR,  2=1" e
Documenis: 1 - 10 of 26 ILL Grenoble

Details
Sr Substitution For. Bain ¥ (Bal-~x8rx)2Cu~30~7-d At Varving British

Licei F.
Library
Meutran-Diffraction Studies on the Magnetic Ordering Frocess in the Layvered M

INTERENATIONAL JOUENAL OF LODERN FHYEICS E, 1903, VOL 13, NUMEER 2710, page(s): &
(11 - 77
Baitle, P. D. Inside Web

JOUENAL- FHYRICAL 30CIETY OF JAPAH, 1999, YOL 62, NUMEEE 4, page(s): 1462

el
]
E -
3]
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Wigner-crvstat and bi-stripe madels for the magnetic and crystallographic super:
Fadaelli P. G
FHVEICAL REVIEW -3ERIES B-, 1999, VOL 59, NUMEBER 22, page(s): 14440-14450

el
]
E -
=

ewaiial crass-aver af palarons across the CME transition in La~0~.~-7~3Ca~0~.-

Lanzara, & .
JOURMAL OF 3¥YNCHROTRON RADIATION, 1999, WOL &, NUMEER 3, page(s): 776-772

Interference aof the alarm reaction on the assessment af postural blead pressure ¢
Terzoli, L.
HIGH BLOOD PRESIURE AND CARDIOVASCULAR PREVENTION, 1999, YOL 5; NUMEBER 3/31

Mitric axide and cardiovascular speciral componenis in the intact, sympathecion
Fadaelli, A
HIGH BLOOD PREZZURE AND CARDIOVASCULAR PEEVENTION, 1999, YOL 5; NUMEBER 3431

el
]
=

=

Difluence of (@b-adrensrgic antagonisis on cell profiferation rates in the kidney

=| Cardani R
Vi CHEMICOBIOLOGICAL INTERACTIONS, 1999, VOL 112, NUMEER 3, page(s): 217 - 231

-
- . . AF " e
_>I_I




<3 Search: Edit New Search - Microsoft Internet E xplorer

J File Edit “iew Favortes Toolz  Help J T A @ ﬁ | @ @ @ | %' ey

- : Alan Hewat
J Address @ hitp: /Ainzide. bl.uk: 443/ serdevegi/l serSearch/332481 416MAS YCMD_EDIT_CREATE=Y -

om
Agﬂnced Search

ILL Grenoble
Field Qualifiers Search Terms: default operator is AND
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For example: To search for an article on solvent dioxde by & Smith it the serial 15 = b
1993/1394 "Thin Sotid Films" Inside Web

Select fleld: Article Title-Berials and type in box 1: solvent dioxide
1949441445 : ;
199571 EIE’IELI Select fleld: Author and type in box 2: smith-a

Select fleld: Serial Title and type in hox 3: thin solid films
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Fun Search | Yiew Search Histany Clear Search

Ta save the edited search complete the details below and select Save
Search name: |

Search type: & Saved Search

€ Diary Zearch & Daily © Weekly © Monthly

Day: |Sunday = Day: I—
e-mail to Me@esefifrr 7 Select format: I :I'

Save

Search Selection HQ
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Frevious Current Mokt Tottem
Search Selection List Puge List Pupe List Page OF Page

Search Results

mearch Terme: " 1=EADAELLI AWD STEIPES : 2=1"
Documents: 1 -3 of 3

Details

stripe Structure and Non-Homogeneity of the Cul-2 Flane by Joint EXAFS and .
Biancomn, A.

JOURMAL DE PHYVEIQUE 4, 1997, YOL 7, NUMEER 2; NUIME 4, pages): C2-T35-C2-740

Abstract

Anomalons Jakn-Teller Distortions in La~O~ ~7~ 500~ ~2~50Mn0~ 3 System: 4
Brunelli, 1.
JOURNAL OF SUPERCONDUCTIVITY, 1997, VOL 10; NUMEEE 4, page(s): 315-318

mtripe Structure and Non-Homogeneity of the Cul~2 Flane by Joint EXAFS and .
Bianconi, A.

JOURMAL DE PHVEIQUE 4, 1997, WYOL 7, NUMEER 2; NUIME 2, page(s): C2-T35-.C2-740

Abstract

i BE (=
.0E! E

. Zhie hie A
Frevious Current Mt Fop L)

Search Selection List Puage List Pape List Page Pape
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Volume Title
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Copyright Fee

1.dhbl dhl
2.def def
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View First
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lcument
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L5t Page

List Page Liast Page

Search Selection

>

View Mext
Dovument

b
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O Page

View Last
Document

Full Details

strpe Structure and Non-Homogeneity of the Cu—2 Plane by
Joint EXAFS and Diffraction

Biancond A Saitd M. L. Lanzara A Tusignoli M. Rossetti T. Radaelli
P. G Bordet, P. Kvick, & Owanagi H.

FProceedings of the Oth International Conference on Z-Ray Absorption
Fine Structure

JOURMAL DE PHVEIQUE 4

EHOE4226547 5040214000

Croulon, J.
EDITIONS DE PHYSEIQUE

VOL 7, NULEER
2; NUME 4

C2-735-C1-

1997 740

Vol/TssuePart Mo Pagination
Fregquency of
Publication

Diewrey Classification 530
Code

France Bi-monthly [35H 1155-4339

Hote Language English

£1.56

L
'\.'i{'_“
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Dscument

14
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2.def def
#h 3.hiE hig

4

View First
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J File Edit “iew Favortes Toolz  Help

&9 QENAAGEIR-T

J Address @ http: /4193, 49,432/ adopenbiblic/ DO RIS AE werw elcome. htrl

Search Library
Cuatalogues:
Boolks
Chick Search
Complex Search
ESEF publications

iJuick Search
Complex Zearch

L publications
Juick Search
Complex Search
ILL-BERE publications
Juick Search

Complex Search

d Back to Libraty

Hotne Page Help
e-Tulail

4

Joint ILL.-ESRF Library: Search Library Catalogues with 1,_3

EVER-WEB ES RF

F

The following bibliographic databases can
be searched :

@ Computensed catalogue of books (about 15 000
records)

@ Database of ILL Publications (about 10 000 records
from 1977 on)

@ Database of ESRF Pubhcations (about 3 000 records
from 1986 on)

ILL and ESRF Publications and Reports:

Al publications and repotts from ILL and ESEF staff and related to
experiments usthg [ILL or ESEF mstallations, should be sent to the
library for registration.

Ask for vour kst of publications

Consult the ESEF Antmal Eeports: 1996 1997 1998

Consult the TLL Annual Beports: 1296 1597 1991

For suroestions, morovements, modifications or glse, use - _ILI
»

Alan Hewat
& m—

ILL Grenoble

ILL Library

1
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/3 The RCSE Prol

DEPOSIT
STATUS
DOWNLOAD
LINKS

icrozoft Internet Explorer

Contribute structure data
Find entries awaiting release
Retrieve structure files (FTP)

Browse related information

About the PDB

neral Informatio

ILL Grenoble

® WW\W Data Bases

® Advantages

® Everyone has access
(even non-experts)

® Standard WWW interface
(familiar to all)

® Centrally maintained
(data Is up to date)

® New software versions
Installed ‘automatically’

® Example

® New Protein Data Bank
US National Science Foundation




<% The RCSB Protein Data Bank - Microzoft Intemet Explorer _ O] x|

_| Fie Edt Miew Favorites Tools Help |] TS @ B .ﬁ | .ﬂ:% hg| =y é |

_| ﬁﬂ*ﬁs&@ htbp: v resb angApdby!

Alan Hewat
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T, -
%

L

BECSE Home Contact Us

RCSB Mirrors:

Research Collaboratory for Structural Bioinformatics SDSC | Rutgers | NIST
Wwelcome to the PDB, the single international I
repository for the processing and distribution of 3-D g
macromolecular structure data primarily determined Curr?nt | Oteln Data
experimentally by X-ray crystallography and NMR. Ho|d|ngs : Bank

DEPOSIT Contribute structure data éErzuBc?:ures

STATUS Find entries awaiting release Last Update:

07/13/1999
DOWNLOAD Retrieve structure files (FTP)

LINKS Browse related information
Search

Enter a PDB

D:[

Explare |

About the PDB

General Information

WYY User Guides —S_ear‘:hl-lte':
File Formats & Dictionaries simple
MNews and Discussion keyword
Press Releases search
Elanming SearchFields:
advanced
About the Irmage search

o5 Firad T



43 PDB SearchFields - Microzoft Internet Explorer

| Ele Edt Wiew Favoies Tods Heb || &= - = - () [2] 7 | Q) 2154 B

J Address @ hittp: & s regb. orgpdbycol/queniForm. coi

PDB SearchFields 2 »

1'-.'8‘.{]'1'1-;I|:‘q DATA BANK Help POB Home Contact us

Tze this form to identify macrameoelecules released by the Protein Data Banle
The set of form fields can be customazed to formulate more specific queries. Custornized forms can be
bookmarked for later access!

PDE Identifier: I Search Feset Farm

Citation Author: |

[T Authors of primary citation only!

Contains Chain Tvpe: Yes Mo ignore Yes Mo ignore
Frotein: € DA @ o

{-

Enmpme: © EIMA: © "
{-
i«

Glycoprotein: € DIAFRNA hybrid: © =

Carbohydrate:

Compounid Information: |

PDB HEADER: |

Exp. Techmgue: |NEUTRON DIFFRACTION

Text Search: |

l_ l_ @ Intemet

Alan Hewat
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ILL Grenoble

B

otein Data

Bank




ult - I'-'Ii-::rnet E zplorer !E
J File Edit “iew Favoitss Tools  Help |J ST S @ @ ‘ﬁ | *ﬂ ET @| @ J |
| .ﬁdd{&&ﬂ*@ hitp: /e re sh. mrg#pdhfcglfraaulfﬂrnwaer cal ]'
=D Query Result Browser @ o
PROTEIN DATA BANK Heip: HPDDFSE % e
ILL Grenoble
Tour rquery found 6 stuctures and you have selected 0 structures so far ¥ou can select specific
structures by chcking on the checkbos nest to thew 1. I vou do not select any structures, certain options
will default to all structires. To examine an indiadual structure select the Esplore link| B
- otein Data
T T Ban k

Pull down to select option | Bl Search

C'fczss‘z ﬁcazmn H}.rdrolase
Compound Mol Id: 1; Melecule; Lysozyme;, Char A; Ec; 32.2.1.17; Biological Tt Monomer
ﬁthf:f De’raﬂs N;trate Ic::-ns Present
Compannd  MModified B Trypam (MWonotsopropylphosphoryl Inhabated) (EC. 3421 4) (Heutron

C'.-:’c:tsm ﬁccxﬁmn H}.rdrolase (Setine Proteirias el

Data)
',T_IEEHE Leposited: 1041
C'fczss‘zﬁm.ﬁmn DXngEn Storage
C’ampou}zd M}.roglobm (Carbomn@noxymyoglobm} (N eutron Studg.r)

I 3INS  Deposita
C'fczss‘zﬁmzmn HOI’II]OI].E o
2211 Insu]m (I oint - Raj.r and Teutron Reﬁnement}

-|

Compound
C'f.::tsszﬁmzmn H}.rdrolase (Thacleiz &ecid, RNﬁJ
Cc:'mpawzci FJbonuclease ﬁ (E C 3 1.27 5) {Toanit Neutron and K Rajrjl

Cfasmﬁcazmn H}.rdrolase (Nun::len: An:id EMA)
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| Hle Edk vew Favotes Took beb || v - D B0V @GS By

| Address [ @7 tp:/vamnstcsb. ora?pdbi/cgl/Hplore. o pid=1441 193245600 Tkpage=08 pdbld=1L2N

Jt)_r)_,tj Structure Explorer - 1LZN

Summary Information

Compound: WMol Id: 1; Molecule: Lysozyme; Cham: A; Ee:

3.2.1.17; Biological Umt: Monomer;
(Other Dletails: Nitrate Ions Present
Authors: C. 1. Bon, ML 8. Lehmamm, C. Wilkinson
Exp. Methaod: Neutron Diffraction
Classification: Hydrolase
mource: Gallus Gallus
Frimary Citation: Bon, C., Lehmann, M. 8., Wilkinson, C.: Quasi-

Laue Neutron Diffraction Study of the Water
Arrangement in Crvstals of Triclinic Lysozvme
from Hen Egg-White Lysozyme. Acta
Crystallagr, Sect. D) D55 gp. 978 (1999)
[ Medline ]

Depasition Daite: 03/23/1999 Felease Date: 04/01/1999

s 1.70 R-Value: 0.204
mwace Croup: P 1
Lhat Cell:  gim A7 22728 5 32.04 ¢ 3427
angles [ - alpha 88 .80 beta 108 80 gamma 111.60

Fobmmer Chains: A Fesidues: 129
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| Be B ven Favoite Tok b || & -5 -Q A QI B S

| Address [ €] hitp: /e rcsb.org/pdb/ogivexplare. cgifiob=graphicshpdbld=1LZNipage=05pid=14410932456001

PP Structure Explorer - 1LZN

PFROTEIN DATA BANK

Classificafion: Hydrolase
Compound Mol Id: 1; Molecule: Lysozyme; Chain: A; Ee:32.1.17; Biological Unit: Monomer;
Other Details: Nitrate Ions Present
Erp Method  Newtron Diffraction _
View Structure =

Interactive 3D Display:
- Choose from the followmng display options:

WVEIL (default options): Interactive wnmersive nbbon diagram
WEML {custom options, full screen display): Interactive urumersive
tibbon of cylinder diagratn with izands

Easmol

_hime

Tawa (sinple mteractive sequence/stricture/property backbone

' Still Images:

Ribbons (250x250) Cylinders (250x250)

Ribbons (500x500) Cylinders (500x500)

Alan Hewat
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| B B wew Fevoites Tods Heb || B QAN QA ﬂ

I l -‘S-ﬂdré'_sﬁt{&'[ hitp: /2vaev rczh.org/pdbcoi/esplore. coiTjob=mraphicsipdbld=1LZN S page=0tpid=1 44 10932455001 Eénp!=vrml_-def.;El |

il

PP Structure Explorer - 1LZN

FROTEIN DATA BANK
Classificafion: Hydrolase
Compound Mol Id: 1; Molecule: Lysozyme; Chain: A; Ee:32.1.17; Bivlogical Unit: Monomer;
Other Details: Nitrate Ions Present
Erp Method  Newtron Diffraction

7?7 R

=) View Structure =

Viewr Structire

TDownloadDisplay File

Siichiral Weighbors

Sequence Dietails

Explore

Searchlite SearchFiglds

Alan Hewat
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Display Options
VRML
RASMOL
CHIME
JAVA
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WWW Data Bases - Inelastic spectra

a Chime Feedback for IR Display - Microsoft Internet Explorer

J Fil=  Edit “iew Favortes Toolz Help J dm - = - @ ﬁ|@ @ @“@, @' i RaSMOI

J Address @ C:AMy DocumentssUsers\D ad\PowerFointympact of Infarmaticstchimehacetonehchime- R him

INFRARED SPECTRUM : acetone X 11746
Dept of Cheristry, WL, JAMAICA : public doma 0700
TRANSMITTANCE

0.011 4

0.009 4

0.007 4

0.00¢ ]

0.003

0.003

0.002 4 l'

4000 HE00 RO .EEDD a0 00 .00 a0 . 0E00.00

LICH DL

Ball & Stick 2 Spacefill X Reset 2

||
Z

|@ Chime zcript completed. l_ I_ |E“l ky Computer




Alan Hewat

The Impact of Informatics

Alan Hewat, Diffraction Group, ILL Grenoble

ILL Grenoble

3 1CSD for WWW: Query Form - Microsoft Intemet Explorer

J File Edit ‘iew Favortes Tool Help 4:! = - @ .
Jﬁgdress@ hitp:/ Abarng ill. fr dif ficed ficsd. him ‘ WWW Data Bases

IAuthnrs | Years Remas | S Strine | . Example

Elements | Ele.Count

B = ® ICSD-for-WWW (ILL/ESRF
Lauedlas: Ve Karlsruhe, Daresbury etc)

Iany 'I

a c ¥ 5 b | & rhum?[1].ps - GSview
le.l'l.ltl'l:e]l 3 J & Y \ : ".I File Edit Options iew Orientation Media Help

I : File: thum7[11pe Page. 1" 10f1
4, 4 T
4
Y

—VG609—Le=Fage Y, Bordet F, Marezic M 52 (1981} P

Full Database, 16 July-1999 wi
Expert Query: find (el
69 selected | List_Entries | Endnc

1994 vao - W02 [P42/ncms]
1993 Oka - %02 [C12/m1]
1893 Oka -%0z [C12/m1]
19893 Rogers - V02 [F42/mnm)
1993 Rogers - V02 [F121/21]
1991 Le=Page - ¥509 [P1-]
1891 Le=Page - V503 [B1-] hd

Details Elcmdlal Fattern | Structure | Expor‘tl

[#ESDIP| 6| & 1 | + [~ [Ta] |

B
R
kit

P
o

[

U\) 2o 11-3
ag

121
t-1d 1-31
?-;_::3 1-B0 13-t B13
Toa
£

2 theta in degrees

|@ Search the Database |_|_|@ Internet




a IC5D for WwwW: Query Form - Microsoft Internet Explorer

J File Edit ‘iew Favortez Tools  Help

JﬂddeSS @ http: A fbarnz.ill. frddifficedAced. htm

Authors

Years

Remarks

G0

Elements

Ele.Count

Nineral N.

Jml Coden

ANX Form

I"-u"l:l

2

Ay -

Laue class

Svstem

Iany 'I

Space Gp.

Cell vol.

Pearson S.

Z umt/cell

Min. dist.

Iist.Select

Dist. Eange

Co-ordin.

|@ Help with Crystal Syztems

I_ I_ @ Interret

Alan Hewat

i,

ILL Grenoble

ICSD-for-wwWw
ILL - Karlsruhe

crystal
structures




J Fil=  Edit Miew Fawvortes Tool:  Help J TR @ Alan Hewat

=

JﬂddrESS E hitp: //barme.ill.fr/dif ficediced. htm I f{'ﬂ'

Authors Years Remarks 5.String ,___
| | | | S ILL Grenoble
Elements Ele.Count | Mineral N. | Jinl Coden | ANX Form

hvo 2 | | | 1CSD-for-WWW
Laune class Svstem Space Gp. Cell vol. Pearson S. ILL _ Karlsruhe

ey ol | [l || | | inorg. crystal
Zumt/cell | Min.dist. | Dist.Select | Dist.Range | Co-ordin. INorg. crysta

| | | | | structures
s

Full Database, 16 July-1999 with 50479 Entries. Help&News
Expert Query: find (ele=v and o) and elc=2 ;
69 celected  List_Entries | Endnote | Feferences Export_all |

|@ http: A#barms.ill fré difficsd/coordn. hbml I_I_lﬂ Inkermet




; ICSD for Wwhw': Query Form - Microsoft Internet Explorer

J File Edt Yiew Favortes Toolk Help

| Addvess [T hitp:/barms il ir/difficsdfiesd him

Authors

Years

Remarks

I

Ga|

Elements

Ele.Count

Nmeral N.

Jrmnl Coden

ANX Form

jva

|2

Laue class

any x|

Space Gp.

ell val

Pearson 5.

Z umi/cell

Thst. Select

Dist Range

Co-ordin.

69 selected

List_Entries

Endnate |

Beferences

Full Database, 16 July-1999 with 50479 Entnies. Help&News
Expert Query; find (ele=v and o) and ele=2 .
Expart Al |

Hormehi H Monmote I Tokonarn M (1976 I 5ohd State Chern. 17 407-424
|Crystal structures of Vo O2n-1 (2<N<7)

Hormchi H Mormote I Tokonana M. (1576] T Sohd State Chem. 17 407-424
|Crystal structures of Vn O2n-1 2<N<7)

Theobald F. Cabala R Bemnard,J, (1976) I Solid State Chem 17 431-433
Essa sur la structure de V 02 (B)

Hormchi, H Monimoto M. Tokonami M. (1976) I Solid State Chem. 17 407-424 :I
|{Crystal structures of Vn O2n-1 (2<n<=T7)

-

& Pittp:d s il rditiced/elements. hirl

@ Intermet

f;;..

Alan Hewat

ILL Grenoble

ICSD-for-wwWw
ILL - Karlsruhe

Inorg. crystal
structures




J Fil=  Edit Miew Fawvortes Tool:  Help J TR @ Alan Hewat

=

JﬂddrESS E hitp: //barme.ill.fr/dif ficediced. htm I f{'ﬂ'

Authors Years Remarks 5.String ,___
| | | | S ILL Grenoble
Elements Ele.Count | Mineral N. | Jinl Coden | ANX Form

hvo 2 | | | 1CSD-for-WWW
Laune class Svstem Space Gp. Cell vol. Pearson S. ILL _ Karlsruhe

ey ol | [l || | | inorg. crystal
Zumt/cell | Min.dist. | Dist.Select | Dist.Range | Co-ordin. INorg. crysta

| | | | | structures
s

Full Database, 16 July-1999 with 50479 Entries. Help&News
Expert Query: find (ele=v and o) and elc=2 ;
69 celected  List_Entries | Endnote | Feferences Export_all |

|@ http: A#barms.ill fré difficsd/coordn. hbml I_I_lﬂ Inkermet




’a IC5D For Ww'w'- Query Form - Microsoft Internet Explorer
| Ble Edt Mew Favoitss Took Help || = B Alan Hewat
| Addess [€7 hitp:/bamsiLivditAiced/iced him ;L

Anthors Years Remarks S.Sting lelp R
| | l | Go ILL Grenoble

Elements Ele.Count | Mineral N. | Jml Coden | ANX Form -
fo [ | I | 1CSD-for-WwWWwW
Laue class System Space Gp. Cell vol. Pearson §. I LL i Kar|SrUhe
any = | [epm || [ | _ =

Z umit/cell Min.dist. | Dist.Select | Dist REange | Co-ordm _Q_L norg. crysta

| | | | | | structures

Full Database, 16 July-1999 with 50479 Entnes. Help&News
Expert Query: find (ele=v and o) and ele=2;
69 selected,  List Entries | Endnote | References | Export_All

1994 ‘v'ao - W02 [P42/ncms -
1993 Oka- V02 %21 2fmi] ] =
1993 Oka- 402 [C1 ?,f'm'l]

1893 Rogers - W02 [F42/mnm]

1993 Rogers - “JGE‘ [F"TE? f[&“-l]

I 91 LE=F& _

!E]__Seamh"ﬂ':e Database




=8 [CS5D For Ww'w- Hesult - Microsoft Internet Explorer
| Bl Edl Vew Favies Tods Hep || e = - (D [2] Y@ 31
| Address F&l hittp: bz il o bindicsddiced coi

Alan Hewat

IS0 *| Choose a format & re-print these Details: I or Export | the file.

Please tell heveat @il fr of any errors m these format translations. Take care m particular
to check the space group symbol, occupation numbers and anisotropic temperature
factors. ICSD sometimes reports Betall ) which are not acceptable m some formats
(These Beta(ij) have not been converted to Bij or Uy .

TITL
AUT
REF
JRHL
CELL

= 09 VY5
Yalence ordering in ¥S5/505/9 helow 120K

Le=Page ¥, Bordet P, Marezio M

JS55CB 92 {1991y P. 3BD-385

Journal of 5o0lid State Chemistry

A=7.0020{20) B=8.3516{20} C=10.9052{23) a=91.91({2)
GA=110.50{2) Y=550.4 Z=4

COL ICSD Collection Code 66584 (DATE=RO40119jfU 0 REL= 35915f
HAME VYanadivm oxide (579}
FOEM Y5 09

a=108.39(2})

H:¥.,Z
“H,-¥.-Z

ILL Grenoble

ICSD-for-wwWw
ILL - Karlsruhe

Inorg. crystal
structures

SGR B -1 { 0} -
PARM Atom Hr Ox Wy ooee 3 eals R P e
v 1 +3.6 2F D0.75 0.0 0.75
v 2 +3.6 4T 0.57992({7) 0.79196(5} 0.92499(4)
v 3 +3.6 AT 0.43492{7} 0.57526(5) 0.11119(4)
v 4 +3.6 2F D.25 0.0 0.75
v 5 +3.6 4T 0D.08668({7} 0.79704(5) 0.92329(4)
v 6 +3.6 AT 0.93541({7} 0.57951(5) 0.10855(4)
o 1 -2 41 0.4864(3} 0.92074(22} 0.29249({17}
o 2 _2 AT 0.3027(3) 0.67735(21}) 0.45282(17}
o 3 -2 4T  0.3440(3) 0.86266(21}) 0.87832(17})
o 4 -2 4T 0.1759(3) 0.63329({21} 0.04135({16})
o 5 -2 4T 0.2119(3) 0.97698{21}) 0.06285({16}
o 6 -2 AT 0.0485(3}) 0.75928(21}) 0.23640(16}
_J 0 T =2 4T 0.8721(3}) 0.54041¢20% ﬂ.4ﬂ5f35151 __fﬂ
1 4
|@ Bope || [ Intemnet o



’a IC5D For Ww'w'- Query Form - Microsoft Internet Explorer
| Ble Edt Mew Favoitss Took Help || = B Alan Hewat
| Addess [€7 hitp:/bamsiLivditAiced/iced him ;L

Anthors Years Remarks S.Sting lelp R
| | l | Go ILL Grenoble

Elements Ele.Count | Mineral N. | Jml Coden | ANX Form -
fo [ | I | 1CSD-for-WwWWwW
Laue class System Space Gp. Cell vol. Pearson §. I LL i Kar|SrUhe
any = | [epm || [ | _ =

Z umit/cell Min.dist. | Dist.Select | Dist REange | Co-ordm _Q_L norg. crysta

| | | | | | structures

Full Database, 16 July-1999 with 50479 Entnes. Help&News
Expert Query: find (ele=v and o) and ele=2;
69 selected,  List Entries | Endnote | References | Export_All

1994 ‘v'ao - W02 [P42/ncms -
1993 Oka- V02 %21 2fmi] ] =
1993 Oka- 402 [C1 ?,f'm'l]

1893 Rogers - W02 [F42/mnm]

1993 Rogers - “JGE‘ [F"TE? f[&“-l]

I 91 LE=F& _

!E]__Seamh"ﬂ':e Database




CSD for Ww: Result - Microszoft Intermet Explorer | _ |3

| Ele Edt Miew Favoites Toole Help || IR e < HEN| {ﬁ_|ﬁ,_g1q;§ ”'- Alan Hewat
!'-ﬁddﬁeﬁa F&l hittp: bz il o bindicsddiced coi 'rl

By default bonds are calculated for a sphere upto 125 times the combaned tonic radu
IR between all ion pairs You may enter a new sphere radius eg 3.0 or 1L4*IR and a parr
of ions eg Co-0 (leave it blank if wou want all jon pairs) and ré-calculate bond lengths
{with angles f required).

ILL Grenoble

Distances in COL= 66584 (REL= 35915}

Max bond sphisrs JROTIR betwer iony NGO with ¥ angles -> Bondla | 1CSD-for-WWW
v5s 09

. _________________________________________________________________|]
ILL - Karlsruhe
from: V to: O -
Dmin: 0.01000 Dmax: 1.25000%IR coordination 1 to 999 I
—————————————————————— Interatomic distances - —————-———--———-———————— Inor - Cr Sta’

Drigin Sphere Distances to neighbours {(distance, atom, identifier)

¥ 1 2.275 1.923 0 1 1.923 0 1 1.967 0 5 1.967 0 5 Structures
1.999 0 6 1.999 0 6

¥y o2 2.275 1.873 0 3 1.931 0 &8 1.938 0 5 1.997 0 &6
2.051 0 2 2.052 0 7

¥ 3 2.275 1.776 0 9 1.8799 0 &8 1.962 0 7 1.968 0 4
2.102 0 2 2.135 0 7

¥ o4 2.275 1.939 0 3 1.939 0 3 1.940 0 1 1.940 0 1
1.964 0 &8 1.964 0 &8

¥ 5 2.275 1.851 0 5 1.889 0 1 1.996 0 3 2.022 0 2
2.031 0 4 2.084 0 9

¥ 6 2.275 1.777 0 6 1.948 0 9 1.961 0 4 1.984a 0 7
2.011 0 2 2.114a 0 4

————————————————————————— Bonding angles --——————————---—-————————
Origin Angles to neighbours

¥y 1 179.98 0 1 o 1 87.76 0 1 o 5 92.24 0 1 o 5

91.15 0 1 0O 6 88.85 0 1 0O 6 92.24 0 1 o 5

87.76 0 1 o 5 88.85 0 1 0o 6 91.15 0 1 0O 6

i1g0.00 0 5 o 5 94.06 0O 5 0o 6 85.94 0 A 0O 6

85.94 0 5& 0O 6 94.06 0O 5 0O 6 179.98 0 6 0o 6

v 2 96.43 0 3 0o 8 92.96 0 3 o 5 89.00 0 3 0O 6

170.17 0 3 o 2 90.28 0 3 o 7 93.37 0 8 o 5

173.32 0 8 0 6 88.83 0 &8 o 2 85.07 0 8 o 7

4 | B
|@'Dnna || [ Intemnet



’a IC5D For Ww'w'- Query Form - Microsoft Internet Explorer
| Ble Edt Mew Favoitss Took Help || = B Alan Hewat
| Addess [€7 hitp:/bamsiLivditAiced/iced him ;L

Anthors Years Remarks S.Sting lelp R
| | l | Go ILL Grenoble

Elements Ele.Count | Mineral N. | Jml Coden | ANX Form -
fo [ | I | 1CSD-for-WwWWwW
Laue class System Space Gp. Cell vol. Pearson §. I LL i Kar|SrUhe
any = | [epm || [ | _ =

Z umit/cell Min.dist. | Dist.Select | Dist REange | Co-ordm _Q_L norg. crysta

| | | | | | structures

Full Database, 16 July-1999 with 50479 Entnes. Help&News
Expert Query: find (ele=v and o) and ele=2;
69 selected,  List Entries | Endnote | References | Export_All

1978 Hodeau - %407 [A1-

- [
1391 Le=F*aga UEDE [B1-]
1974 Waltersson - Y307 [C12/C1]
1976 Theohald - Y02 [C12/M1] =

Dietails Elﬂndletl Pattern l Structure | Export |

!E]__Seamh"ﬂ':e Database




; http: / fbams_ill_frfcgi-binficsdficsd. coi - Microsoft Internet Explorer ewat

J File Edit “iew Favorites Tools Help J 8 v omp v @ ﬁ | @ @ @ | %' . ___ﬁ e "

J Address @ hitp: //barnz.ill.fr/cgi-bindicedficed. cgi 'I

Y

Note: Tou can display bond-lengths or structures for only a single entry at a time, but you can calculate powder e
patterns for several simultanecusly. (Only 3 can be plotted). Choose any 2 entries with the same space group to ILL Grenoble
compare structure co-ordinates.

MMarezo M, McWhan D B, Dermer P D,

|15"TB |Hudeau J L, Marezio M Remeika JP

# V407 - Vanadium oxide (4/7) - low- ;
1772 |[temperature phase () V407 - VANADIUM OXIDE {4/7) ()
A=5503(1) B=6.997(2) C=12.256(2)
Al=94.86(2) BE=95.17(1) GA=109.39(1)
V=440.0

J.Solid State Chem. 23 {(1978) P. 253-263
Femarlz: TEM 120

A=5.509(1) B=7.008(1) C=12.258(2)
AT=95.09(1) BE=95.19(1) GA=109.21(1)
V=4415

J.Solid State Chem. 6 (1973) P. 419-429
Eemarks TEM 298

20220
23620
. 68550
67270
10720
59280
.835740
33120
52440
04150
29560

. 14040
. 65400
24060
. 24010
. 835380
L7920
L4233 50
.23450
. 14530
08630
72310

21437
22314
65224
. 65743
10140
. 558520
.35470
32650
- 52570
03020
289530

14740
. 65454
-.34016
94206
835760
. 79540
. 39370
.43560
14370
06350
79210

L o I Y e R I |
L I I Y R |
() (e e et o (PR e L T e e R (21
kg e Al T Tl
P T A A
oOooooooooooo
oo ooooooooo
(o e e o - e ] o o R o
P i Dl S
e T [ O e oy Ty

Details Fattern Bondla Structure

Dietails Pattern Bondla Structure

l_ l_ D Intemet




’a IC5D For Ww'w'- Query Form - Microsoft Internet Explorer
| Ble Edt Mew Favoitss Took Help || = B Alan Hewat
| Addess [€7 hitp:/bamsiLivditAiced/iced him ;L

Anthors Years Remarks S.Sting lelp R
| | l | Go ILL Grenoble

Elements Ele.Count | Mineral N. | Jml Coden | ANX Form -
fo [ | I | 1CSD-for-WwWWwW
Laue class System Space Gp. Cell vol. Pearson §. I LL i Kar|SrUhe
any = | [epm || [ | _ =

Z umit/cell Min.dist. | Dist.Select | Dist REange | Co-ordm _Q_L norg. crysta

| | | | | | structures

Full Database, 16 July-1999 with 50479 Entnes. Help&News
Expert Query: find (ele=v and o) and ele=2;
69 selected,  List Entries | Endnote | References | Export_All

1994 ‘v'ao - W02 [P42/ncms -
1993 Oka- V02 %21 2fmi] ] =
1993 Oka- 402 [C1 ?,f'm'l]

1893 Rogers - W02 [F42/mnm]

1993 Rogers - “JGE‘ [F"TE? f[&“-l]

I 91 LE=F& _

!E]__Seamh"ﬂ':e Database




Alan Hewat

A3 ICSD for Www: Result - Microsoft Internet Explorer ﬁrﬂ

J Address @ hitp: /fbarnz.ill.fr/cg-bindicedficed. cgi

: _ ILL Grenoble
Edit the data then chck on Plot to see the pattern. ¥ ou may need help sethng up to view

postscript files Iost problems with the data format are due to an incorrect Space

Group, but try switching off the gzp option f it 15 selected below. I CS D—fo r—WWW
TITLE -WV50%9-Le=Fage ¥, Bordet P, Marezio N S L ralEErE L ILL i KarlsrUhe

CELL 7.00Z0 §.3516 10.9052 21.921 108.3%2 110.50

e Inorg. crystal

ATOM W 75000 0.00000 O0.75000 1.00000 O.00000

ATOM ¥ L57992 0.79196 0.92499 1.00000 O.00000 StI’UCtureS

ATOM W 43492 0.57526 0.11119 1.00000 O.00000
ATOM W 25000 0.00000 O0.75000 1.00000 O.00000
ATOM W 03668 0.79704 0.923292 1.00000 O.00000 ;I

Techmicue: W avelenoth: Custom Wave.

|Neutr|:|n Diﬁramumeterj ICustDm 'I |1.9IZIEI A

5.0 45.0
L U1 UI W1 Atheta range | tol

[2Theta =] Zerof00  Stepfo

Defaults
W Labels I© Dispers & Color M Geip PlotsfPagel1 vI o

Fe-plot | oy COpY | the postscript profile  Print-out | the listing.
Postscript plothing using Lazy by Bemarmn Nunes (34171,

l_ l_ 4 Intemet




Alan Hewat

A3 ICSD for Www: Result - Microsoft Internet Explorer
J File Edit “iew Favortes Toolz  Help |J

J Address @ hitp: /fbarnz.ill.fr/cg-bindicedficed. cgi

ILL Grenoble

Edit the dat g W hum?[1] ps - ESwew Hi=1E

ostscript 1=
T File Edit Options “iew Orientation kMedia Help

Gr but =
Lo B e ham s Page: 1" 1o 1

i I —VED9—Le=Fags ¥, Bordet P, Marezic M 53 (1881} P
CELL 7=
T B a o e e o I B e e e e S e e B s .ﬁ T

spcGRp 1
ATON W P
ATOM W =
ATOHN W=

Ioteneity

-2 1-3-1 @17

-3 1

(4]
(=]
=]

|;’Ir|‘ll'-.._f..\|

20 25

2 theta in degrees -




’a IC5D For Ww'w'- Query Form - Microsoft Internet Explorer
| Ble Edt Mew Favoitss Took Help || = B Alan Hewat
| Addess [€7 hitp:/bamsiLivditAiced/iced him ;L

Anthors Years Remarks S.Sting lelp R
| | l | Go ILL Grenoble

Elements Ele.Count | Mineral N. | Jml Coden | ANX Form -
fo [ | I | 1CSD-for-WwWWwW
Laue class Svstem Space Gp. Cell vol. Pearson §. I LL _ Karlsruhe
ay @ | fay= | | | _ _ =
Zumticell | Min.dist. | Dist.Select | Dist Range | Co-ordm. |n0r anic crysta

| | | | | | structures

Full Database, 16 July-1999 with 50479 Entnes. Help&News
Expert Query: find (ele=v and o) and ele=2;
69 selected,  List Entries | Endnote | References | Export_All

1994 ‘v'ao - W02 [P42/ncms -
1993 Oka- V02 %21 2fmi] ] =
1993 Oka- 402 [C1 ?,f'm'l]

1893 Rogers - W02 [F42/mnm]

1993 Rogers - “JGE‘ [F"TE? f[&“-l]

I 91 LE=F& _

!E]__Seamh"ﬂ':e Database




Alan Hewat

T, -

; ICSD For Www: Result - Microsoft Internet Explorer _ O] x| ﬁrﬂ

£ E0 ven rovoier Lok bob || - » @A Qaud I
T

J Address @ hitp: /fbarmz.illfr/cgi-bindicedAiced. cgi

i,

= ILL Grenoble

ICSD-for-WWW
.|
-VWE09-Le=Page ¥, Bordet P, Marezio M 9z [1991) P -

7.0020 5.3516 15.9052 91.51 108.39 110.50 :I ILL . Kar|SrUhe
GRUP B -1 . .
V1 0.75000 0.00000 0.75000 0.00000 1.00000 |n0ran|C CrStaI
vz .57992 0.79196 0.92499 0.00000 1.00000

V3 .43492 0.57526 0.11119 0.00000 1.00000

v .25000 0.00000 0O.75000 0.00000 1.00000 StrUCtu res

w5 08668 0.797Y04 0.92329 0.00000 1.00000 ;I

Edit the data, select the model, bonding etc. & click on Display. You may need help
wewine VRV files. IMost problems are due to an incorrect Space Group.

= T =

¥ Axes " Cell | Transp ¥ Black B/G
|7 Smooth |7 MNames |7 Wirefim | P Grip
Atom type: |Smal| Spheres j Bond type: |F"Dlys+5ticksj
Nfultiple Cells: ; v i
Bonds 777 eg: Iifin Bond: Dz Bond:

Cu-0 s B

Cul-OF
Cu2- 1,10 Defaults Display

Fe-display | or  Save |m stryctyre  PTINE | CCSL output  ¥alEnce-sum | e
WEIML drawing with xtal-3d by Marcus Hewat (UJE/ A ST Lyon-T). =|
A

l_ l_ @ Intemet




Alan Hewat

A3 ICSD for Www: Result - Microsoft Internet E xplorer

W|ﬁ

J Address @ hitp: /fbarmz.illfr/cgi-bindicedAiced. cgi

ILL Grenoble

ICSD-for-wWwWWwW
N -V5O09-Le=Page ¥, Bordet P, Marezio H 9z [1991) P -

C 7.0020 §.3516 10.9052 91.91 108.32 110.50 j ILL . KarlsrUhe

S GRUE B -1 . .
LVl 0.75000 0.00000 O.75000 0.00000 1.00000 |n0ran|C CrStaI
L VE 0.57992 0.79196 0.92499 0.00000 1.00000

L V3 0,43492 0.57526 0.11119 0.00000 1.00000

L V4 0.2Z5000 0.00000 O.75000 0O.00000 1.00000 StrUCtu reS

L V5 0.086658 0.79704 0.92329 0.00000 1.00000

||7 Axes ||7 Cell ||- Transp ||7 Black
||_ Smooth ||_ IMames ||_ Wireftm ||7 Gzip
Atom type: |Smal|5pheres j Bond Eme;lpulys%ticksj
Nfultiple Cells: ; v
Bonds 777 eg: Iilin Bond:

Cu-O I—D_9
Cul-OF
Cu2- 1,10 Cefaults

Edit the data, select the model, bonding etc. & click on Display. You may need help
wewine VRV files. IMost problems are due to an incorrect Space Group.

/2§ http: //barns il fr/difficsd/tmp/_ wil?35 - Microzoft Intern__ B =] £

Fe-display | or  Save |m stryctyre  PTINE | CCSL output “Yalence
WEIML drawing with xtal-3d by Marcus Hewat (UJE/ A ST Lyon-T).

|| [ Inemet




Alan Hewat

A3 ICSD for Www: Result - Microsoft Internet E xplorer

W|ﬁ

| Address [&] bttp://bams il fr/cgibinficsd/icsd ca ILL Grenoble

Edit the data, select the model, bonding etc. & click on Display. You may need help

wewine VRV files. IMost problems are due to an incorrect Space Group. I CS D_ fO r_WWW
ILL - Karlsruhe

Inorganic crystal
structures

7.0020 8.3516 10.9052 91.91 108.359 110.50
RUPF E -1
Wl 0.75000 0.00000 O.75000 O.00000 1.00000

Vi L57992 0.79196 0.924599 0.00000 1.00000
tic: ,43407 N E7E?E M 14410 0 onnnn 1 annnm

v L25000 ; ICS5D For Www: xtal-3d Yalence-Sums - Microsoft Internet Explorer
VE 08668

¥ Axes e :\. e Brown-Shannon Valence-Sums from xtal-3d
| I© Zmooth | ) I

-VWE09-Le=Page ¥, Bordet P, Marezio M 9z [1991) P ﬂ |

= T =

Note that you will only obtain valence-sums for the atom-pairs specified in the Bonds
Atom type: |Smal| Sphen boz, using the default parameters R.B, and then only after vou Display the

Tlultiple Cells: structure.

Bonds 777 eg:
- Bond-wvalence for i .74 assuming Ro=1.784 E=0.370 for
Cul—D,F Eond-wvalence for i .16 assuwming Ro=1.743 E=0.370 for
P 11 Eond—walence for i G0 assuwming Ro=1.754 E=0.370 for

7 Bond-wvalence for i .66 assuming Ro=1.784 E=0.370 for

Fe-display |,y Save | VEML structure F"rmt CCSL output  ¥alEnce-sum
WEML drawing with xtal-3d by Marcus Hewat (UTE A ST Lyon-T).
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ICSD-for-wwWw
\ ILL - Karlsruhe
N inorganic crystal

Material :
World - W\ structures

What do buckeyballs,

superconductors and

talc have in com-

mon? They're all inor-

ganic materials, and

they all come under

scrutiny at Making

Matter,* a Web gallery at the Institute Laue-Langevin in Grenable,
France. The institute houses a neutron source used to decipher
atomic structures, and researcher Alan Hewat has created a tutori-
al using dozens of images computer generated with data from
the institute's archive. The colorful images—manipulable in
3D—demonstrate how atoms pack in metals and rock salt, how
sliding layers give talc its slipperiness, how holes in zeolites make
the structures useful, and how a "charge reservoir” lets supercon-
ductors da their thing. In the rendering above of manganese ox-
ide, an antiferromagnet, arrows show the moments of green
manganese atoms that cancel each other out.

“wwwiillfr/dif/3D-crystals/index.html
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Laboratories running 1CSD-for-WWW

olLL/ESRF

oCDS UK (UK academic community)

®CCP14 Daresbury UK

®CICS Spain (Spanish Scientific Research Council)
®ORNL (Oak Ridge National Laboratory, USA)
oNIST Washington USA

®CAOS/CAMM Netherlands

eNagoya University, Japan

®eNCHC Taiwan (Talwan national database)
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555, 5.. e WWW Data Bases
® Disadvantage

$..5...5...5...9$
® \Who pays ?

..5..5...95..95.. ® Cost of collecting data
® Cost of updating software

® Cost of running servers

$..5..5.5.95.

® Computer applications

$5...%5..%5.%5... are paid for by selling
cardboard boxes...
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..$5..5..95...5.. ® \Who Pays ?

$..$5...%5...%5..% e National Labs.

—As part of their service

5...5...5...5.. National Grants eg
—~EPSRC Daresbury

—New US PDB lab.

$..5..5.5.95.

e WW\W data collection

$...9..9.9%5 —Individual scientists
R enter new data

—Automatic checking




